LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample : H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.724 11 12 20 rvv 242490 347409 11.92% 1.211%
2 1.850 21 23 33 rvv 1512767 2345546 80.46% 8.173%
3 1.987 33 35 52 rvB 89682 295737 10.15% 1.031%
4 4_.959 293 295 300 rBV 121173 182050 6.25% 0.634%
5 5.381 329 332 334 rBY 2251668 2508164 86.04% 8.740%
6 6.433 420 424 426 rBV 1847993 2755456 94 .53% 9.602%
7 6.559 432 435 437 rBVY 1838853 2647113 90.81% 9.224%
8 6.776 452 454 457 rBV 403458 536006 18.39% 1.868%
9 6.936 466 468 471 rVB 1810944 2008336 68.90% 6.998%
10 7.347 501 504 507 rBVY 1355372 1567276 53.77% 5.461%
11 7.462 509 514 520 rVvVv 25676 38099 1.31% 0.133%

12 8.067 565 567 570 rBvV 808734 706314 24.23% 2.461%
13 9.153 659 662 664 rBVY 2883641 2915004 100.00% 10.158%
14 9.542 694 696 698 rBvV 552861 555630 19.06% 1.936%

15 9.759 713 715 718 rBV 49307 51662 1.77% 0.180%
16 9.828 718 721 723 rBV 672459 733432 25.16% 2.556%
17 10.262 758 759 761 rVB 94550 68355 2.34% 0.238%
18 10.479 775 778 781 rBV 26447 46531 1.60% 0.162%
19 10.616 787 790 792 rBV 1249728 1485505 50.96% 5.176%
20 10.731 798 800 804 rvB 76565 93604 3.21% 0.326%
21 11.176 837 839 845 rVvB 35545 64845 2.22% 0.226%
22 11.302 848 850 854 rvv2 672124 747763 25.65% 2.606%
23 11.382 854 857 859 rvB2 26166 40881 1.40% 0.142%
24 11.542 868 871 875 rBV3 20739 38225 1.31% 0.133%
25 11.839 895 897 899 rBv2 56362 70215 2.41% 0.245%
26 11.919 902 904 908 rvB2 24638 40718 1.40% 0.142%

27 12.514 954 956 958 rBV 269758 232901 7.99% 0.812%
28 12.742 972 976 978 rBV 216121 291151 9.99% 1.015%
29 12.891 987 989 992 rvB 1970709 2160771 74.13% 7.529%

30 12.959 992 995 999 rBV3 13473 33701 1.16% 0.117%
31 13.074 1001 1005 1006 rVB 23969 39175 1.34% 0.137%
32 13.131 1006 1010 1012 rBV3 23061 52688 1.81% 0.184%
33 13.428 1033 1036 1037 rBV 45202 48456 1.66% 0.169%
34 13.474 1037 1040 1043 rVvv4 15362 39653 1.36% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample : H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.679 1056 1058 1060 rBVZ2 24553 43780 1.50% 0.153%

36 13.794 1065 1068 1072 rVV2 112729 203790 6.99% 0.710%
37 13.931 1077 1080 1082 rBV2 1111699 1389058 47.65% 4._.840%
38 14.422 1121 1123 1124 rBV2 37909 56399 1.93% 0.197%
39 14.697 1145 1147 1153 rVB2 61207 117805 4._.04% 0.411%
40 14.948 1167 1169 1173 rVB 110109 199061 6.83% 0.694%

41 15.028 1174 1176 1178 rBV 53374 85822 2.94% 0.299%

42 15.291 1197 1199 1201 rBV 58496 87047 2.99% 0.303%

43 15.348 1201 1204 1211 rVB 423655 572748 19.65% 1.996%

44 15.794 1240 1243 1245 rVB 57379 89690 3.08% 0.313%

45 16.697 1320 1322 1327 rVB2 32958 63929 2.19% 0.223%
Sum of corrected areas: 28697501
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061416\

BF088015.D

14 Jun 2016 23:24

UM/SsJ

H3467-02

16 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1.

1500000

1000000

500000

TIC: BF088015.D

5.38

85

4.96

6.48.56 6.94

6.78

7.35

7.46

Ot——
Time-->

3.50

4.00

T
4.50 5.00

5.50

6.50

6.00

7.00

7.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Or——

TIC: BF088015.D

9.15

10.62

8,07 11.30
9.54

9.83
[\ gle 10.261,44{10.73

12.89

12.5112 74

sa13 183447

Time-->

T
8.00

8.50

9.00 9.50 10.00 10.50 11.00 11.50

11.11\1.331.54 1138492
et S S g B

12.00 12.50

13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

O——

TIC: BF088015.D

13.93

15.35

14.42 14.70 14833 1549

Time-->

14.00 14.50

15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

1.99 11.03 ng 295737 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcine 75 C2H5N02 000056-40-6 9
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 9
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9

Abundance Scan 35 (1.987 min): BF088015.D (-33) (-) m/z 75.10 100.00%
75
5000 45 \
U I L L I
39 57 1.80 2.00 220 2.40
O s e O o O B m/z 73.10 71.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL AL AL AL
1.80 2.00 220 2.40
m/z 45.10 37.72%
o ...,....,....,...??....,..?T,...??....,..??,....}P?”,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.05 24 _36%
75
45 57 69
G S L UL BRI SR UL UL IR UL S
m/z--> 10 20 30 50 60 70 8 9 100 110
Abundance #718: Thiocyanic acid, methyl ester L B i
73 1.80 2.00 220 2.40
m/z 47.00 15.72%
5000 45
15
0 28 \34 L 5\8 i
LI SUR LI SUR LN SULEL SUR LI SURBLIL SUREUI SUREUI SRR SURILIL S B UL A AL AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

4.96 6.79 ng 182050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 295 (4.959 min): BF088015.D (-293) (-) m/z 43.00 100.00%
43
59
5000
i AR
83 : : : :
o...,....,....,....','::..‘??.':I,....,....,.-...,...:,....,....,....,....,...., m/z 59.10 61.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LN UL R
4.60 4.80 5.00 5.20
59 101 m/z 101.10 22.59%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 16.75%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e A o
50 4.60 4.80 5.00 5.20
m/z 41.10 9.59%
5000 41
68
0 Il 50 | 126 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.56 98.77 ng 2647110 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 52
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 435 (6.559 min): BF088015.D (-432) (-) m/z 132.00 100.00%
32
5000
68
6 rrrrrTyTTT rTrTTTTTTTTT
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
o....,....;-:..“ﬁ::..,‘?%!-.',..'..,..5.‘?,..!.,.-:..,.1.1?.,....,-'...,.. m/z 134.00  34.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U R
6.20 6.40 6.60 6.80
3 78 m/z 68.10 29.60%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S BARSEARASE AR RARAR S
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 18.59%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7—methy|— LA L L L L LB L L B
132 6.20 6.40 6.60 6.80
m/z 96.10 12.77%
5000
77 104
0 39 ‘M 57569 | 8793 || 115
m/z--> 30 40 50 6|0 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.50 ng 93604 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 800 (10.731 min): BF088015.D (-798) (-) m/z 57.10 100.00%
57
5000 85
113 140 169 10.40 10.60 10.80 11.00
o b e | m/z 43.10 70.94%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 SRRV IR RS
a5 10,40 10.60 10.80 11.00
29 m/z 71.10 63.17%
0 ‘\w‘ L4 J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 41.95%
29 141
0 113 169
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane Y A T e
57 10.40 10.60 10.80 11.00
m/z 41.10 31.27%
5000
85
o 297 | 13 141 169 197 225 253 281 323 351380
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Dichloroacetic acid, heptad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.93 ng 203790 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1068 (13.794 min): BF088015.D (-1065) (-) m/z 57.10 100.00%

[é)]

7 83

5000

:

139 166183200 2045 13.40 13.60 13.80 14.00 14.20
m/z 55.10 86.94%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester

:

5000 [TrTrr[rrrr[rrrrprrrrr1
13.40 13.60 13.80 14.00 14.20
m/z 83.10 86.67%
ol 2 139 168 191210 238 266 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 B RN RS S
41 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 86.07%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #227401: Heptadecy! heptafluorobutyrate R B s
13.40 13.60 13.80 14.00 14.20
m/z 97.10 78.14%
238
oL 2 139 169,45 210 265 283
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 4_.11 ng 117805 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Octadecanamide 283 C18H37NO 000124-26-5 47
3 Dodecanamide 199 C12H25N0 001120-16-7 43
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 38
5 Benzo[b]dioxane, 3,3-dimethyl-2-_.__. 235 C14H21NO2 003523-36-2 30

Abundance Scan 1147 (14.697 min): BF088015.D (-1145) (-) m/z 59.00 100.00%

59
5000

14.40 14.60 14.80 15.00

137153179 196214 242 50081 301 329

o m/z 72.10 78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41
14.40 14.60 14.80 15.00
‘ a1 m/z 55.10 56.57%
98 126
o Mt 1 .‘:“. Ul e vprem B8 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R REREEEEEEE RS
14.40 14.60 14.80 15.00
5000 m/z 43.10 29.70%
41
oL15 86 111128 156 184 212 240 266283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60440: Dodecanamide R BRI B
59 14.40 14.60 14.80 15.00
m/z 41.10 28.97%
5000
28
0 Il h | | 8 L 128 156 199
T T R [ e I R REREEEEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.00 ng 85822 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1176 (15.028 min): BF088015.D (-1174) (-) m/z 57.10 100.00%
5000 85
4 B
140 184 212 44 268 295 316 14.80 15.00 15.20 15.40
N ..|!.,1...-.'].-.-.'. et 0D e e ettt || M7z 71.10  72.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane
57
5000 LI SN B UL B
85 1480 15.00 15.20 15.40
29 m/z 43.10 58.04%
0 \‘ \L ‘\ \‘ A 1 1]\-3 ! 141 169 212
m/z--> 25 45 eb éo 100 150 150 1éo 180 200 220 240 260 280 360 350
Abundance
57
" 14.80 15.00 15.20 15.40
5000 85 m/z 85.10 51.82%

29
113 941 169 197 295 268

E

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #48832: Tridecane R B A B

57 14.80 15.00 15.20 15.40
m/z 55.10 18.68%

5000
85

”q”up”quupu.u”.”quupu.””.u.”u.”.u“.”qnupuq R Ea T R RARES

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061416\
Data File : BF088015.D

Aca On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample = H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.13 ng 89690 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1243 (15.794 min): BF088015.D (-1240) (-) m/z 57.10 100.00%

57

0! m/z 71.10 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L L
4 15. 40 15. 60 15. 80 16 00 16 20
m/z 85.10 57 .65%
113
0 H\ H\ Il H‘ | il 141 169 197212 240
'”I””P'”P”'P”W'”W””I””P'”P”"”"”'”"””I””'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e N AR
15.40 15.60 15.80 16.00 16.20
5000 g5 m/z 43.10 54.89%
41

?

ol 26 13 141 169 197 295 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R Ra e e
57 15.40 15.60 15.80 16.00 16.20
m/z 55.10 20.89%

85
5000
4
113

. 2 | | o[ a0 197 o asae oo
”w”.w””,””“.”“”.“”w”.w””,””.”..”..”.””,””. L R e o = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15. 60 15. 80 16 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061416\
Data File : BF088015.D

Acq On : 14 Jun 2016 23:24

Operator : UM/SJ

Sample - H3467-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 1.99 11.0 ng 295737 1 6.79 536006 20.0
2-Pentanone, 4-hy... 4.96 6.8 ng 182050 1 6.79 536006 20.0
3-Chloro-6-fluoro. .. 6.56 98.8 ng 2647110 1 6.79 536006 20.0
Hexadecane 10.73 2.5 ng 93604 4 11.30 747763 20.0
Dichloroacetic ac... 13.79 2.9 ng 203790 5 13.94 1389060 20.0
9-Octadecenamide, ... 14.70 4.1 ng 117805 6 15.35 572748 20.0
Pentadecane 15.03 3.0 ng 85822 6 15.35 572748 20.0
Heptadecane 15.79 3.1 ng 89690 6 15.35 572748 20.0
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